C14H 10 ClFN 2 O 2 S 2 , monoclinic, P21/n (no. 14), a = 15.070(3) Å, b = 4.9050(10) Å, c = 21.018(4) Å, β = 105.59(3)°, V = 1496.5(5) Å 3 , Z = 4, Rgt(F) = 0.0667, wR ref (F 2 ) = 0.1363, T = 293(2) K.
(20 mL) at 40°C, carbon disulfide (13.0 mmol) was added dropwise. The reaction mixture was stirred at 40°C for 2 h and room temperature for 30 min, then bromoethane (13.0 mmol) was added dropwise, with stirring continuous for 3 h. After completion of the reaction, the mixture was poured into ice water, filtered, washed with water. The compound obtained above was dissolved in acetic acid (30 mL) at 60°C, immediately, 30% aq. H 2 O 2 (12 mmol) was added dropwise to the solution at same temperature. The reaction mixture was stirred at 60°C for 2-3 h then the mixture was slowly poured into ice water, filtered, washed with water and dried. A share of 20 mg of the obtained white title compound was dissolved in a mixed solution of ethyl acetate and methanol (about 5 mL). The colorless crystals of the title compound were obtained after seven days by slow evaporation.
Experimental details
Hydrogen atoms were placed in their geometrically idealized positions and constrained to ride on their parent atoms, with constrained isotropic displacement parameters.
Comment
Thiochromone compounds are considered very important in medical chemistry, and they are extensively applied in antibacterial [4] , antifungal [4] , anticarcinogenic [5] and antimalarial [6] . So far, the current research reports are focused on the synthesis of thiochromone derivatives [7] [8] [9] [10] , but the crystal data are rarely published.
Our newly synthesized crystal 7-chloro-2-(ethylsulfinyl)-6-fluoro-3-(1H-pyrazole-1-yl) thiochromone is shown in the figure. The crystal belongs to the monoclinic system crystallizing in the space group P21/n. The structure shows that the benzo moiety and the six-membered sulfur heterocycle in the molecule are almost in the same plane. Bond lengths and angles are in the expected ranges [11] .
